Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.059; wR factor = 0.198; data-to-parameter ratio = 14.9.
Data collection
Brucker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2007) T min = 0.925, T max = 0.946 3544 measured reflections 1248 independent reflections 676 reflections with I > 2(I) R int = 0.079 Refinement R[F 2 > 2(F 2 )] = 0.059 wR(F 2 ) = 0.198 S = 1.08 1248 reflections 84 parameters 12 restraints H-atom parameters constrained Á max = 0.41 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . supplementary materials Acta Cryst. (2012) . E68, o2672 [doi:10.1107/S1600536812032886] 2,5-Dichloro-3,6-diisopropylcyclohexa-2,5-diene-1,4-dione Ping Li, Hai Wang, Jian Dong and Hong-Yu Chen Comment Metal complexes of catechols, semiquinones and quinones are of general interest in the investigation of ligand centered redox reactions and as models for biochemical processes involving metal ions (Mostafa, 1999) . The title compound is the synthetic precusor for chloranilic acid, which is a simple, readily available ligand combining chelating and bridging capabilities.
In the title molecule, the six-membered ring and attached oxygen and clorine atoms bound to every vertex of this carbon hexagon, share a same plane with the largest deviation being 0.053 (4) Å for C3. The two isopropyl groups extend from the plane, one above and one below the plane, as shown in Fig. 1 . The C1═O1 bond has a lengths of 1.221 (4) Å, typical of Csp 2 ═ O double bonds (Allen et al., 1987) . The C3-O2 bond, however, is a Csp 2 -O single bond with the lengths of 1.346 (5) Å, which is slightly shorter than the value expected for enol ester systems [1.354 (16) Å (Allen et al.,1987) . The carbon-carbon bonds in the six-membered ring can also be divided into two groups: the C2═C3 bond is a typical double bond with the length of 1.343 (5) Å, whereas the C1-C2 and C1-C3 i bonds with the lengths of 1.463 (5) Å and 1.480 (6) Å, reaspectively, are obviously the Csp 2 -Csp 2 single bonds.
There are weak intramolecular interactions C2-H2A···O2 (1 -x,1 -y,1 -z) [H···O = 2.34 Å, C···O = 2.926 (7) Å, and C -H···O = 117°], which stabilize the molecule conformation.
In the crystal, the molecules of the title compound are packed into stacks along the c direction with intercentroid separation of 4.811 (2) Å. Neighboring molecules within the stack are related by the c glide plane.
Experimental
Potassium hydroxide (5.0 g) was added to a solution containing chloranil (5.0 g) in 2-propanol (100 ml). The resulting mixture was stirred under reflux for 1 h, and then the red reaction solution was cooled to 283 K. The precipitated yellow solid was collected and recrystallized in ethanol.
Refinement
All H atoms were positioned geometrically and allowed to ride on their parent atoms with C-H = 0.98 Å and U iso (H)= 1.2U eq (C) for tertiary hydrogen and with C-H = 0.96 Å and U iso (H)= 1.5U eq (C) for methyl group.
Computing details
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
WinGX (Farrugia, 1999) . Molecular structure with atom labelling scheme and thermal ellipsoids drawn at the 30% probability level (symmetry code (i): 1 -x,1 -y,1 -z). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2,5-Dichloro-3,6-diisopropylcyclohexa-2,5-diene-1,4-dione
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (14) Geometric parameters (Å, º) 
